Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.003 Å; R factor = 0.039; wR factor = 0.106; data-to-parameter ratio = 17.7.
Related literature
For general background to heterocyclic disulfides, see Horikoshi & Mochida (2006) . For related crystal structures, see: Higashi et al. (1978) ; Tabellion et al. (2001) .
Experimental
Crystal data C 18 H 12 N 6 S 2 M r = 376.48 Monoclinic, C2=c a = 19.480 (3) Å b = 5.4192 (9) Å c = 17.979 (3) Å = 115.034 (2) V = 1719.6 (5) Å 3 Z = 4 Mo K radiation = 0.33 mm À1 T = 298 K 0.12 Â 0.11 Â 0.09 mm
Data collection
Bruker APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2001) T min = 0.884, T max = 0.920 (expected range = 0.933-0.971) 5331 measured reflections 2091 independent reflections 1590 reflections with I > 2(I) R int = 0.054 Refinement R[F 2 > 2(F 2 )] = 0.039 wR(F 2 ) = 0.106 S = 1.07 2091 reflections 118 parameters H-atom parameters constrained Á max = 0.20 e Å À3 Á min = À0.25 e Å À3
Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT-Plus (Bruker, 2007) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. 
Comment
Heterocyclic disulfide ligands have attracted considerable attention due to its conformationally defined torison angle and axial chirality (Horikoshi & Mochida, 2006) . Herein, we report the molecular structure of the title compound (I) -the newly synthesized disulfide ligand.
In (I) (Fig. 1) , the dihedral angle between the pyrimidinyl and pyrdinyl rings is 17.62 (6)°. The C-S-S-C torsion angle of 81.33 (7)° and S-S bond length of 2.0148 (8) Å are comparable to those of typical aromatic disulfides (Higashi et al., 1978; Tabellion et al., 2001) .
Experimental
A solution of SO 2 Cl 2 (0.5 mL) in CH 2 Cl 2 (20 ml) was added dropwise into the suspension containing 4-(pyridin-3yl)pyrimidine-2-thiol (1.89 g) and 30 ml of CH 2 Cl 2 .Upon addition, the mixture was stirred at room temperature for 30 min.
The solid was collected by filtration and dissolved into 30 ml of H 2 O. The solution PH was adjusted into the range of 8-9
to give white precipitates. Single crystals suitable for X-ray diffraction analysis were obtained by slow evaporation of the CH 2 Cl 2 solution of the title compound.
Refinement
All H atoms were positioned geometrically and allowed to ride on their parent atoms, with C-H = 0.93 Å and Uiso(H) = 1.2Ueq(C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
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Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.03745 (2) 0.82831 (7) 0.22489 (2) 0.05022 (17) N3 0.09221 (7) 0.4611 (2) 0.33598 (7) 0.0431 (3) (2) C9-S1-S1 i 103.78 (5) 128.37 (15) C2-C3-C4 118.8 (2) N3-C9-S1 119.86 (11) C2-C3-H3B 120.6 N2-C9-S1 111.77 (11) C4-C3-H3B 120.6 C8-C7-C6
117.17 (16) N1-C2-C3 124.10 (19) C8-C7-H7A 121.4 N1-C2-H2B 118.0 C6-C7-H7A 121.4 C3-C2-H2B 118.0 N2-C8-C7 123.54 (15) Symmetry codes: (i) −x, y, −z+1/2. supplementary materials sup-5 Fig. 1 
